This table list the initial contact residues and the final binding mode between the protofibril and the two CRs (one binds to the N-terminal (Nt) sheet-layer and the other binds to the C-terminal (Ct) sheet-layer) in the first seven trajectories. Only cases in which no CR dimers are formed are considered here ( Figure S4 ). Figure S3 Binding of two CR molecules (red and black line) to the Aβ9-40 protofibril in for 8 trajectories. The distance cutoff for atom contacts between dye and the cross-β-subunit is set to be 3 Ǻ. If the number of atom contacts is bigger than 20, then the system is designated as being in the bound state, otherwise it belongs the unbound state. Figure S4 The initial and final contacts between the protofibril and two CRs in the eight trajectories. Figure S6 Auto-correlation function of the Central torsion angle of CR. Top 1: One free CR Top 2-4: Two CR molecules (red and black) bound to the B AbB 9-40B protofibril. The fitted lines to exponential decay are in solid, the data points are in cycles.
Figure S7 Long range twisting of Ab9-40 fibril.
The fibril structure is adapted from reference 1 
